Crystal structure refinements of the high pressure XRD data and estimation of electron density distributions for the pressurized sample For the crystal structure refinements of the high pressure XRD data ( Fig.S1 and Fig.S2 ) with the Rietveld method [1] , the program RIETAN-FP was employed [2] [3] [4] [5] , and the ambient-pressure lattice parameters of the host sample were used as the initial data. In the refinements, the occupancy for all the positions of atoms was taken as 100%. The electron density distributions (EDD) were determined by maximum entropy method (MEM) based on our XRD data with Dysnomia program [6] . In the EDD calculations, the unit cell was divided into 132×132×64 pixels along the three axial directions of the unit cell. The crystal structures and the EDD were visualized using the software package VEST [7] . 
